The following is a list of all the recodes resulting of searching the CSD, V 5.36 including updates to November 2014, for structure of α-CD with 3-D coordinates. The refcodes were categorised according to the packing type described by Saenger and Steiner [1] .
Evolution of the Normalised Unit Cell Parameters as Function of Temperature
Normalised unit cell parameters are plotted against temperature ( Figure 5 in the main paper). Data at 100 K were taken as a reference. To avoid the overlap of the error bars, Tc and TV were shifted by +1 and −1 K, respectively. The uncertainty of the ratio σ(a/a0) was calculated using the equation of the propagation of uncertainty where:
The same equation was used for generating σ(c/c0) and σ(V/V0). a The number of water molecules indicated in brackets refers to the number of water molecules actually refined. This number underestimates the actual hydration number due to signal loss/thermal smearing of the electron density as temperature is increased. We don't think there is any reason for water loss, at least up to 240 K; hence, the reported formulae refer to the 100 K structure. This number was used to calculate all derived crystal properties; b Criteria for observed reflections: I > 2σ(I); c (F 2 > 2σ(F 2 )); d (F 2 ). * The marked decrease in the number of measured reflections at 240 K and 270 K is explained by a slight movement of the single crystal on the goniometer head at 240 K. Figure S3 . U11, U22 and U33 elements of the ADP tensor for selected atoms plotted as a function of temperature. The value of the ADPs were taken from the result file of the refinement of SHELX (res file). O(1) to O(6) are water molecules located in the interstices. The numbering suffix refers to the residue number in the structure. 
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ADP Analysis
(g) C(1)_11 of A α-CD (h) C(1)_31 of C α-CD (i) C(1)_21 of B α-CD (j) O(4)_11 of A α-CD (k) O(4)_22 of B α-CD (l) O(4)_12 of A α-CD (m) O(4)_31 of C α-CD (n)O(4)_21 of B α-CD (o) O(4)_32 of C α-CD
